LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123591.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 17 rVB 2846898 3851715 48.39% 6.519%
2 4.457 398 403 409 rBV 97035 112534 1.41% 0.190%
3 5.087 501 510 518 rVB 432011 598487 7.52% 1.013%
4 5.487 573 578 581 rBV 7474478 7212749 90.61% 12.207%
5 6.498 744 750 753 rBV 7013217 7448150 93.57% 12.605%
6 6.869 809 813 816 rBV 1501230 1277501 16.05% 2.162%
7 6.928 820 823 832 rBV 227873 208156 2.61% ©.352%
8 7.434 903 909 911 rBV 4711495 4884159 61.36% 8.266%
9 7.510 917 922 929 rBv2 78560 97128 1.22% 0.164%
10 8.151 1025 1031 1034 rBV 2190709 1709188 21.47% 2.893%
11  9.233 1210 1215 1218 rBV 8784554 7514015 94.39% 12.717%
12 9.504 1258 1261 1265 rBV 659919 488569 6.14% 0.827%
13 9.622 1278 1281 1284 rBV 227892 173672 2.18% 0.294%
14 9.910 1326 1330 1334 rBV 2210396 1825261 22.93% 3.089%
15 10.704 1460 1465 1468 rBV 6534578 5659906 71.10% 9.579%

16 11.398 1579 1583 1587 rBV 2222475 2008348 25.23%
17 11.933 1667 1674 1691 rBV 896737 915014 11.49%
18 12.539 1774 1777 1781 rBV 131026 122958 1.54%
19 12.721 1803 1808 1818 rBV2 92740 112269 1.41%
20 12.998 1850 1855 1858 rBV 8671052 7960355 100.00% 13.
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R

21 13.227 1889 1894 1909 rBV 104042 125535 1.58%
22 13.568 1950 1952 1955 rBV 122407 98682
23 13.904 2005 2009 2025 rBV2 568661 1092066 13.72%
24 14.051 2029 2034 2037 rBV 1649247 1562189 19.62%
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ONPEFRPR OO
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xR

25 14.221 2059 2063 2065 rBV 167256 150234  1.89% 254%
26 14.527 2111 2115 2118 rBV 174686 165731 2.08% ©.280%
27 14.839 2163 2168 2174 rBV 132296 163967 2.06% ©.277%
28 15.186 2223 2227 2232 rVB 113492 127774 1.61% 0.216%
29 15.533 2281 2286 2291 rBV 921790 1216335 15.28% 2.059%
30 15.580 2291 2294 2299 rVB3 = 74665 102076 1.28% 0.173%
31 16.298 2412 2416 2420 rVB5 69531 102911 1.29% ©.174%

Sum of corrected areas: 59087634
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Apr 2021 14:20

: M2048-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123591.D

Ju/CaG

SB-05-14.5-15.0

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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5.087
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\

Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc . SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.140 60.30 ng 3851720 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 9 (2.140 min): BF123591.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.1
87.0
R RARARRA RS
‘ ‘ 9.0 2.202.302.402.50
bl B e s m/z 43.10 49.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R R R R R N
430 2.202.302.402.50
' 87.0 m/z 55.00 35.97%
29.
" ‘\“\ 0 |
O \‘H\\‘HH‘f\f\‘\f\‘!‘\\H‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AT
2.202.302.402.50
5000 41.0 55.0 m/z 87.05 26.70%
27.0
0 ‘ ‘ | ‘\ I | ‘ \‘ I 1120 1290
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- aa o amanaaEEE
73.0 2.202.302.402.50
m/z 41.05 16.22%
5000
45.0
ol 220 || 590 | ,
e e e e e e e R Ea s  maRREEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 9.37 ng 598487 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 510 (5.087 min): BF123591.D\data.ms (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
R e RRRRE R
650 10‘1'1 4.80 5.00 5.20 5.40
Olrrprrrr et el e e m/z 59.00 58.52%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.15%
0 27\\\ Ll | 830 10‘10
H‘\\\\‘\\\\‘\!\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R RARREEEESE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.17%
41.0
27.0 101.0
obr bl 73O 880
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol P e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.26%
5000
27.0 41.0 83.0
101.0
bbbl My e b 1200
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.928 3.26 ng 208156 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 64
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50

Abundance Scan 823 (6.928 min): BF123591.D\data.ms (-820) (-) m/z 57.10 100.00%

57.1
5000 A
e T
39# “ 83.1 6.60 6.80 7.00 7.20
Obrrrle L1120 s 4110 34.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 H‘HH‘\H/\T‘HH‘HH’
29.0 6.60 6.80 7.00 7.20
83.0 m/z 43.05  32.01%
N
O\\\\‘\ ‘\\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #13759. l—PentanoI, 2-ethyl-4-methyl-
57.0
e
6.60 6.80 7.00 7.20
5000 m/z 55.00 27.09%
29.0 ‘ 83.0
N 0 O
miz--> 20 40 60 80 100 120 140 160 j\
Abundance  #72722: Propanoic acid, 2,2-dimethyl-, octyl ester P pr T S e
57.0 6.60 6.80 7.00 7.20

m/z 56.10 20.66%

5000
20.0 103.0

84
‘ 171.0
o‘m_‘m, “H““‘,““H_‘!‘,HHWWHH‘

m/z--> 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2-Ethylhexyl mercaptoacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.504 5.35 ng 488569  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 83
2 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 53
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 53
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 47
5 Octane, 3-ethyl- 142 C1OH22 005881-17-4 47
Abundance Scan 1261 (9.504 min): BF123591.D\data.ms (-1258) (-) m/z 57.05 100.00%
57.0
5000
Jk o ‘
83.1 1121 9.50
0 L R Y O m/z 43.05 60.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63704: 2-Ethylhexyl mercaptoacetate
57.0
5000 A :
9.50
290 112.0 m/z 71.10  46.00%
83.0
O \\\‘\‘\‘\\"‘\‘\\!‘\\N\“‘\\\\‘\\h\‘\\\]\-‘4\5\9‘]\-7\\2\‘0\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83034: Decane, 5,6-dipropyl-
57.0
T ‘ T \AA\ ‘
9.50
5000 m/z 41.05 39.53%
112.0
29.0 83.0
ob | ‘ | . | 1410 169.0 1970 226
‘,““““‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101974: Sulfurous acid, butyl octyl ester s ‘
57.0 9.50
m/z 55.05 31.90%
5000
29.0
)01 555010 1
‘,““““‘ oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20
Operator : JU/CG

Sample : M2048-15

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 9.11 ng 915014  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Oxalic acid, propyl tridecyl ester 314 C18H3404 1000309-26-6 11

Abundance Scan 1674 (11.933 min): BF123591.D\data.ms (-1667) (1 m/z 59.95 100.00%

60.0
5000
129.1
§r.0 213.2 1500
‘ ‘ ‘ 157.1185.1°7>% 9563 12.00
[ — ‘ww uwwuH‘H_‘H‘_H‘wnww‘_‘ m/z 43.00  99.34%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 1200
213.0 m/z 57.0 85.94%
L) H‘laﬁ 157.0185.0
O\H’\EHM‘HH\H\HM\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 1200
5000 129.0 m/Z 73.0 85.15%
171.0
‘ 214.0
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #61120: Dodecanoic acid T
60.0 12.00
m/z 41.10 79.69%
5000 129.0
157.0
29.0 870
Y
O‘H,wthN“wﬁwmmwuh‘wuwHH‘HM_‘HL‘H_‘H_‘H_‘ =
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Octacosyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 13.98 ng 1092070 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
3 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 90
4 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 90
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 90

Abundance Scan 2009 (13.904 min): BF123591.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1

—=
1111 ! 1602 14.00
0 Hu_m‘ 1,002 2482 e m/z 43.10  77.44%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
5000 L
111.0 14.00
m/z 54.95 58.17%
0 1l h ‘ 1‘167 0222.0278.0 364.0 437.0488.(
\\\‘\1\\f\\\\11\‘!\\\‘\\\\\!\\‘\\\T‘\\\\‘\\\W‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57.0
—
14.00
5000 ITI/Z 71.05 43.36%
111.0 255.0
oL LLLLIEEY 620
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232315: Hexacosyl trifluoroacetate T
57.0 14.00
m/z 83.10 41.83%
5000 111.0
oL \‘ L J 1\]7\.6‘7 0 222 0 278, 0 336 0 409 0460 0
H“H“_‘H R e e e R MR —
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.527 2.12 ng 165731 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 86

Abundance Scan 2115 (14.527 min): BF123591.D\data.ms (-2111) (-] m/z 57.05 100.00%

57.0
5000
T
‘ ‘ " 11831 282.0 397. 14.50
ol bl 1183l 2820 3974565 63.42%
mlz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 —— ‘
14.50
m/z 71.05 50.60%
9.0
0 \‘ ‘ H\ I M‘ | :!'41 0183 0225.0 282.0
\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T
14.50
5000 ITI/Z 85.10 41.44%
ol d il H L 141 0183 02250 281.0 337.0 394.(
i e e T
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane = I
57.0 14.50
m/z 41.05 22.06%
5000
9.0
oA pp0mm20 200 o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Sulfurous acid, butyl undec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.839 2.70 ng 163967 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 80
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Hexacosane 366 C26H54 000630-01-3 68
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Triacontane 422 C30H62 000638-68-6 64

Abundance Scan 2168 (14.839 min): BF123591.D\data.ms (-2163) (- m/z 57.10 100.00%

57.1
5000
14‘56 EI.S‘Od
13.1 : :
0 L ““u“‘w‘ﬁ [ 201 2810 3551 7 43.05  54.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
5000 — —
14.50 15.00
‘ m/z 71.1@  47.72%
155.0
O \“\‘\‘ ‘\h\“I\H‘\“\\‘\“\\\2\0‘7\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
— -
14.50 15.00
5000 ITI/Z 85.05 33.73%
13.0
0 1 uhh d‘h:ﬂ h‘ I‘ | 136‘\9? Il 2\2\59. L ‘30‘90 3650 437‘
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane f— ]
57.0 14.50 15.00
m/z 55.05 21.37%
- M
13.0
0 ‘ \L‘ uh\ \‘\\ .‘\ h‘ { 17699 225.0 295.0 367.0
A A A e S e e T — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20

Operator : JU/CG

Sample : M2048-15

Misc : SB-05-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.186 2.10 ng 127774 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2227 (15.186 min): BF123591.D\data.ms (-2223) (- m/z 57.05 100.00%
57.0

. M
FS) 1 is‘od is‘sd
207.0 : :
154 2
0l J“H‘“‘ “HJ'\ N SO m/z 43.05  59.49%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 — —
15.00 15.50
m/z 71.05 51.24%
ol \ h | ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> O 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 37.07%
oL \\ | 141018302250 2810 337.0 394
gl e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane T ——
57.0 15.00 15.50
m/z 54.95  23.24%
- WJ\AM
9.0
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123591.D

Acqg On : 16 Apr 2021 14:20
Operator : JU/CG

Sample : M2048-15

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.140 60.3 ng 3851720 1 6.869 1277500 20.0
2-Pentanone, 4-... 5.087 9.4 ng 598487 1 6.869 1277500 20.0
1-Hexanol, 2-et... 6.928 3.3 ng 208156 1 6.869 1277500 20.0
2-Ethylhexyl me... 9.504 5.3 ng 488569 3 9.910 1825260 20.0
n-Hexadecanoic ... 11.933 9.1 ng 915014 4 11.398 2008350 20.0
Octacosyl trifl... 13.904 14.0 ng 1092070 5 14.051 1562190 20.0
Eicosane 14.527 2.1 ng 165731 5 14.051 1562190 20.0
Sulfurous acid,... 14.839 2.7 ng 163967 6 15.539 1216340 20.0
Heptacosane 15.186 2.1 ng 127774 6 15.539 1216340 20.0
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